LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO51506.D

Acq On 1 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W .M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.802 307 320 335 rvB 189148 377798 2.98% 0.522%
2 3.137 408 424 447 rVB2 91095 200539 1.58% 0.277%
3 4_.593 864 877 903 rvB3 151856 518694  4.09% 0.717%
4 5.053 992 1020 1050 rBV5 126744 465313 3.67% 0.643%
5 5.571 1157 1181 1207 rBV3 79133 248385 1.96% 0.343%
6 6.632 1492 1511 1533 rVB4 108228 339279 2.67% 0.469%
7 7.593 1791 1810 1821 rBV 508917 1326556 10.45% 1.833%
8 7.667 1822 1833 1848 rVV 852234 2118523 16.69% 2.927%
9 7.744 1852 1857 1878 rVB4 65288 148083 1.17% 0.205%
10 7.879 1882 1899 1914 rBV3 88162 210737 1.66% 0.291%

11 8.030 1928 1946 1970 rBV 552821 1332381 10.50% 1.841%
12 8.162 1972 1987 1994 rBV5 52195 128155 1.01% 0.177%
13 8.587 2102 2119 2151 rBV 1103060 2368973 18.67% 3.273%
14 9.082 2244 2273 2286 rBV4 145228 429101 3.38% 0.593%
15 10.092 2572 2587 2600 rBV 2017783 3748981 29.54% 5.180%

16 10.156 2600 2607 2619 rVB 179649 331826 2.61% 0.458%
17 11.410 2981 2997 3016 rBV 1373675 2473468 19.49% 3.417%
18 11.513 3016 3029 3047 rVB 737146 1297430 10.22% 1.793%
19 11.619 3047 3062 3085 rBY 6736906 12690903 100.00% 17.533%
20 11.947 3144 3164 3183 rBV 3098610 5153706 40.61% 7.120%

21 12.249 3247 3258 3269 rVB 163279 263520 2.08% 0.364%
22 12.403 3291 3306 3322 rBV 1284053 2202201 17.35% 3.043%
23 12.593 3352 3365 3373 rBvV 406065 652429 5.14% 0.901%
24 12.654 3373 3384 3391 rBV 3339675 5546085 43.70% 7.662%
25 12.731 3401 3408 3432 rVB 1452693 2346505 18.49% 3.242%

26 12.892 3442 3458 3472 rBV 1084846 1784680 14.06% 2.466%
27 13.040 3489 3504 3517 rBV 4941498 7679839 60.51% 10.610%
28 13.233 3554 3564 3574 rVB 107869 164066 1.29% 0.227%
29 13.342 3587 3598 3602 rBV 1363742 2085001 16.43% 2.881%
30 13.374 3603 3608 3622 rVB 1820874 2758848 21.74% 3.812%

31 13.513 3639 3651 3652 rBV 289044 328549 2.59% 0.454%
32 13.542 3653 3660 3667 rVV 1098145 1738332 13.70% 2.402%
33 13.583 3667 3673 3691 rVB2 811727 1426027 11.24% 1.970%
34 13.738 3709 3721 3731 rVB2 161809 274619 2.16% 0.379%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO51506.D

Acq On 1 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
SW846 8260

35 13.802 3731 3741 3746 rBV 397003 645903 5.09% 0.892%

36 13.889 3759 3768 3778 rVB 639714 981281 7.73% 1.356%
37 13.947 3778 3786 3792 rVV 105056 157607 1.24% 0.218%
38 13.995 3792 3801 3813 rVB2 474836 761000 6.00% 1.051%
39 14.127 3832 3842 3853 rVB 198927 314525 2.48% 0.435%
40 14.210 3853 3868 3874 rBVY 342698 578144 4_.56% 0.799%

41 14.249 3874 3880 3888 rVvvVv 363389 568926 4.48% 0.786%
42 14.294 3888 3894 3901 rVv2 89707 143232 1.13% 0.198%
43 14.477 3942 3951 3961 rVvVv 303166 459695 3.62% 0.635%
44 14.593 3973 3987 3999 rBV3 676083 1293335 10.19% 1.787%
45 14.850 4049 4067 4074 rBVS 113402 271599 2.14% 0.375%

46 14.956 4088 4100 4113 rVB2 122988 273607 2.16% 0.378%
47 15.133 4136 4155 4168 rBVY 445755 772560 6.09% 1.067%

Sum of corrected areas: 72380946
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN051506.D
6000000
5000000
4000000
3000000
2000000

1000000
2/\80 3. 14 4.59 5.05 5.57 6.63

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN051506.D

11462
6000000

5000000
4000000

3000000

2000000 10.09

11.41

1000000 7.67 859
nD.16
o 7.747.88 |\ 8.16 9.08

T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN051506.D

6000000

5000000 13.04

4000000

12.65
11.95
3000000

2000000 13.37

2.73
12.40 12.89 13841454

1000000 58 §% 450
5 1 15.13
12.25 /\ L 132 13 31 ?i 25 g 4 14 ma 96 A
O\ A, e

I L T
Time--> 12.00 12. 50 13. OO 13 50 14 OO 14 50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4._.59 12.24 ug/I1 518694 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28
3 Oxalic acid, pentyl propyl ester 202 C10H1804 1000309-25-7 17
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9
5 5-Methyloxazolidine 87 C4H9NO 058328-22-6 9
Abundance Scan 876 (4.590 min): VN051506.D (-864) (-) m/z 43.10 100.00%

43
5000 71

57 L L B e
86 4.20 4.40 4.60 4.80 5.00

|||||||”||!||||||| m/z 42.10 46.15%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1825: Pentane, 2-methyl-
43
5000

27 = 420 440 4.60 4.80 5.00
m/z 41.10 44 _03%

57
) 15 %6
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7643: Hexane, 2,3-dimethyl-
a3

70 4.20 4.40 4.60 4.80 5.00
5000 m/z 71.10 43.32%
27 55
2 15 Il L] 85 99 114
R R Raa o B L e e EARAARARESY

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #62250: Oxalic acid, pentyl propy! ester s
43 4.20 4.40 4.60 4.80 5.00

m/z 39.05 17.64%

5000
71
[ L | 91 15 133

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.65 133.00 ug/Il 5546090 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3383 (12.651 min): VN051506.D (-3373) ) m/z 105.10 100.00%
105
5000
120
77 91 1940 1260 12.80 13.00
39 51 o 65 12.40 12.60 12.80 13.00
e oo e 84 b 98 L 1B 138 1 sz 120,10 0 31.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.40 12.60 12.80 13.00

o m/z 91.10 11.99%

15 27 3 Slsg® ) L .
B L RN B o e o o R e e SR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-

105

12.40 12.60 12.80 13.00
5000 m/z 77.00 11.92%
120

N AR B B R L R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9399: Mesitylene P e
105 12.40 12.60 12.80 13.00
120 m/z 106.05 8.77%
5000
77
15 27 39\ 517 58 §5 l x* N |
T e e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RIE SRt LR e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzene, 1-propenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.54 41.69 ug/1 1738330 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-propenyl- 118 C9H10 000637-50-3 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
4 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 58
Abundance Scan 3660 (13.542 min): VN051506.D (-3653) (-) m/z 117.10 100.00%
117
105
5000
91
39 51 63 77 134 208 13.20 13.40 13.60 13.80
N — 0L m/z 105.10 57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117
5000 NN "|"<qj?""|' T
o1 13.20 13.40 13.60 13.80
m/z 118.10 54 _.08%
15 27 3 51 63 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117
13.20 13.40 13.60 13.80
5000 m/z 115.00 36.84%
39 g 91
27
..1.3.,.‘...“,..“..‘,“.‘..7.“7,..“..1,(33..1‘,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8967: Benzene, cyclopropyl-
117 13.20 13.40 13.60 13.80
m/z 91.10 16.51%
5000 ot

,7 39 51 65 78 | 103

m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RIE SRt LR e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.80 15.49 ug/I 645903 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3740 (13.799 min): VN051506.D (-3731) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 66 77 | 105 - 13.40 13.60 13.80 14.00 14.20
el el 208 0 Ts77134.10 0 33.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.40 13.60 13.80 14.00 14.20
m/z 91.00 18.62%
15 27 39 5} 65 77 91 105 | A
| fin Ll 1 Ll
P

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
13.40 13.60 13.80 14.00 14.20
5000 m/z 105.05 12.72%
134
91
52 Mo T |
T B o o B B B o LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: 0-Cymene e
119 13.40 13.60 13.80 14.00 14.20
m/z 117.05 10.61%
5000
134

91 ‘
41 77
15 27 11 53 6\5 ! 103 | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.89 23.53 ug/1 981281 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3768 (13.889 min): VN051506.D (-3759) (-) m/z 119.05 100.00%
119
5000
134
77 % 105 13.60 13.80 14.00 14.20
39 63 : : : -
oY SN T M Y ) N . (S— - m/z 134.10 31.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.00 15.97%
15 39 6377 9105
mz> %0 4o 80 8 100 130 150 160 180 200 230 350 200 70
Abundance #14812: o-Cymene

13.60 13.80 14.00 14.20
m/z 120.05 10.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

13.60 13.80 14.00 14.20
m/z 117.00 9.96%

n|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14. 20

5000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, l-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.99 18.25 ug/Il 761000 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 74
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 58
Abundance Scan 3799 (13.988 min): VN051506.D (-3792) (-) m/z 117.00 100.00%
117
5000
o1 132
51 77 13.60 13.80 14.00 14.20 14.40
3 e - 281 | "m/z 115.00 37.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.60 13.80 14.00 14.20 14.40
91 m/z 119.05 29.09%
51 77
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
117
13.60 13.80 14.00 14.20 14.40
5000 m/z 132.05 27 .27%
132
%g | qs 9ﬁ ‘\ N
1 |
m/z--> ﬁo 40 60 éo 100 150 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117 13.60 13.80 14.00 14.20 14.40
m/z 91.00 19.49%
5000
91 132
39 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.21 13.86 ug/Il 578144 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 95
5 o-Cymene 134 C10H14 000527-84-4 93
Abundance Scan 3868 (14.210 min): VN051506.D (-3853) (-) m/z 119.05 100.00%
119
5000 134
39 ng 13.80 14.00 14.20 14.40 14.60
51 65 103 . . . . .
e e e W e 148207 0 Tm/z 134.10  48.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
13.80 14.00 14.20 14.40 14.60
o1 m/z 91.00 16.90%
15 27 4153 65 AT | 105 | |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
13.80 14.00 14.20 14.40 14.60
5000 134 m/z 133.10 10.48%
91
15 27 ) 51 65 77 | 103 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40 14.60
m/z 120.00 9.56%
134
5000
21 3 51 g5 77 ﬂl 0s |
I N n L I
m/z--> 20 40 60 8 100 120 140 160 180 200 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RIE SRt LR e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.25 13.64 ug/Il 568926 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3880 (14.249 min): VN051506.D (-3874) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 007 14.00 14.20 14.40 14.60
SNBSS by iGN RSN et L A NMMEMUMMMM . m/z 134.10 45.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134

14.00 14.20 14.40 14.60

91 m/z 91.05 16.70%

15 27 32 51 65 77 | 103
Ly Ll

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134 14.00 14.20 14.40 14.60
5000 m/z 120.10 9.84%
39 1
G 30 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 14.00 14.20 14.40 14.60
m/z 117.00 8.48%
5000 134
91
15 27 39 51 65 ﬂ7 105 |
. | | Ly Ll i I Il |
L L o o o B LA I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO0O51506.D

Acq On : 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.59 31.02 ug/1 1293340 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 81
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 81
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 80
Abundance Scan 3986 (14.590 min): VN051506.D (-3973) (-) m/z 116.95 100.00%
117
5000 13
51 77 o 14.20 14.40 14.60 14.80 15.00
Obrrrprrd 148 193208 281 | "m/z 132.10 36.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 14.20 14.40 14.60 14.80 15.00
51 m/z 115.00 32.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
14.20 14.40 14.60 14.80 15.00
5000 13 m/z 119.05 32.16%
39
'”Iﬂ'ﬂ'“'P'”I””I”'M'“W'”'P'” SRR SRS SURAE BARAS SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117132 14.20 14.40 14.60 14.80 15.00
m/z 131.10 20.62%
5000
91
66
,27‘,51,‘”,‘,“ )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092618\

Data File : VNO51506.D

Acq On 1 26 Sep 2018 00:54

Operator : MD\SY

Sample - J5065-06 :
Misc - 5.00mL/MSVOA_N/WATER RE SR el N S
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092318W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pentane, 2-methyl- 4.59 12.2 ug/I1 518694 1 7.67 2118520 50.0
Benzene, l-ethyl-_.. 12.65 133.0 ug/l 5546090 4 13.34 2085000 50.0
Benzene, 1l-propenyl- 13.54 41.7 ug/l 1738330 4 13.34 2085000 50.0
Benzene, 2-ethyl-_.. 13.80 15.5 ug/I1 645903 4 13.34 2085000 50.0
Benzene, l-ethyl-_.. 13.89 23.5 ug/I1 981281 4 13.34 2085000 50.0
Benzene, l-etheny... 13.99 18.3 ug/I1 761000 4 13.34 2085000 50.0
Benzene, 1,2,3,4-... 14.21 13.9 ug/I1 578144 4 13.34 2085000 50.0
Benzene, 1,2,4,5-... 14.25 13.6 ug/I1 568926 4 13.34 2085000 50.0
Benzene, 2-etheny... 14.59 31.0 ug/1 1293340 4 13.34 2085000 50.0
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